Optimized geometry of radical ap-1a (UM05-2X/6-31G(d)) symmetry c1 C 3.588162000 -0.627827000 -1.379402000 C 2.748964000 0.408626000 -0.979576000 C 2.263304000 0.450728000 0.325001000 C 2.631544000 -0.547435000 1.226554000 C 3.469271000 -1.583245000 0.827649000 C 3.948771000 -1.625815000 -0 E(UM052X+HF-M052X) = -655.720662 E(UM052X+HF-M052X) + ZPE = -655.456400 E(UM052X+HF-M052X)/6-311++g(d,p) = --655.885980 E(UM052X+HF-M052X)/6-311++g(d,p) pcm benzene = -655.889578 E(UM052X+HF-M052X)/6-311++g(d,p) pcm dichloromethane = -655.893392 E(UM052X+HF-M052X)/6-311++g(d,p) pcm acetonitrile = -655.894792
Optimized geometry of radical 3a (UM05-2X/6-31G(d)) symmetry c1 C -3.076233000 1.802003000 -0.118055000 C -1.883097000 1.096915000 -0.253735000 C -1.892345000 -0.296109000 -0.266527000 C -3.106714000 -0.973528000 -0.151296000 C -4.297488000 -0.269380000 -0.011771000 C -4.284570000 1.123227000 0.006025000 H -3.061515000 2.884965000 -0.115621000 H -0.940485000 1.614767000 -0.370354000 H -3.118414000 -2.058361000 -0.174609000 H -5.234255000 -0.805493000 0.076050000 H -5.210978000 1.674067000 0.108712000 C -0.609259000 -1.088310000 -0.346058000 O 0.460443000 -0.286561000 -0.842469000 C -0.141949000 -1.607567000 1.022042000 H -0.600468000 -2.563227000 1.276667000 H -0.403828000 -0.887099000 1.799523000 C 1.367996000 -1.683699000 0.826058000 H 1.634789000 -2.573808000 0.249821000 H 1.942243000 -1.682273000 1.751619000 C 1.655092000 -0.423076000 -0.028075000 
Optimized geometry of radical 8a (UM05-2X/6-31G (d) 
Optimized geometry for the transition state for the formation of radical 8a and benzaldehyde 7 (UM05-2X/6-31G(d)) symmetry c1 C 3.393638000 -0.921128000 -1.408506000 C 2.696890000 0.238161000 -1.088868000 C 2.415541000 0.534419000 0.244638000 C 2.841937000 -0.327342000 1.254338000 C 3.540540000 -1.486250000 0.934581000 C 3.814318000 -1. 
Optimized geometry of ketone 9a (M05-2X/6-31G (d) 
Optimized geometry for the transition state for the formation of ketone 9a and a hydrogen atom (UM05-2X/6-31G(d)) symmetry c1 C 4.542363000 -0.166450000 -0.547418000 C 3.522831000 0.746618000 -0.317340000 C 2.302785000 0.320960000 0.213299000 C 2.115718000 -1.030953000 0.511921000 C 3.137827000 - 
Optimized geometry of ketyl radical 10a (UM05-2X/6-31G (d) 
Optimized geometry of radical ap-1b (UM05-2X/6-31G(d)) symmetry c1 
Optimized geometry of radical 2b (UM05-2X/6-31G(d)) 
Optimized geometry of radical ap-1c (UM05-2X/6-31G(d)) symmetry c1 C 4.563570000 0.215923000 1.463596000 C 3.692555000 -0.743611000 0.954814000 C 3.234819000 -0.646766000 -0.357095000 C 3.663787000 0.411989000 -1.157011000 C 4.533578000 1.371153000 -0.649164000 C 
Optimized geometry of radical 2c (UM05-2X/6-31G(d)) 
Optimized geometry of radical 3c (UM05-2X/6-31G(d)) symmetry c1 C -3.365358000 0.962910000 -1.531818000 C -2.274953000 0.150424000 -1.227284000 C -2.406323000 -0.882109000 -0.300890000 C -3.646822000 -1.101419000 0.302432000 C -4.736176000 -0.294177000 -0.005362000 C -4.596961000 0.744777000 -0.922824000 H -3.251406000 1.763988000 -2.251965000 H -1.313331000 0.307893000 -1.696521000 H -3.759995000 - 
